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Abstract
Botulinum neurotoxin Is causative agent of the life-threatening disease botulism. Several therapeutic approaches have been tried previously. Various studies, including antibody treatments, vaccine development, receptor decoy, and small molecule
candidates, have been used to develop possible candidates as inhibitors of the endopeptidase activity of BoNT/A.. Conventional approaches are not very successful in designing the effective inhibitor candidates against BoNT (Botulinum Neurotoxin).
Although these approaches investigated several family of compounds, such as hydroxamates and quinoline, but they fail to address the structural requirements needed in small molecules for effective inhibition. The challenges lie in translating the result
from In vitro to ex vivo/in vivo assays and finally to clinical trials. Conventional approaches to design an effective inhibitor for BoNT endopeptidase activity have not succeeded so far. In this work, we used random selection approach to virtually screen ~
4.4 million compounds. We determined in silico binding potential to BoNT/A light chain using predefined criteria, and performed in silico ADMET (absorption, distribution, metabolism, excretion, toxicity) prediction of those compounds.
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